Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.012 Å; R factor = 0.075; wR factor = 0.155; data-to-parameter ratio = 15.4.
In the title compound, C 27 H 26 Br 2 N 2 O, the piperazine ring adopts a chair conformation with the N-C bonds in equatorial orientations. The C C double bond has an E configuration. The dihedral angle between the bromobenzene rings is 83.0 (4) . In the crystal, inversion dimers linked through pairs of C-HÁ Á ÁO hydrogen bonds generate R 2 2 (10) loops.
Related literature
For a related structure and background to cinnamic acid derivatives, see: Teng et al. (2011); Zhong et al. (2012) . For further synthetic details, see: Wu et al. (2008) . Table 1 Hydrogen-bond geometry (Å , ).
Experimental
Symmetry code: (i) Àx; Ày À 1; Àz.
Data collection: CAD-4 EXPRESS (Enraf-Nonius, 1989); cell refinement: XCAD4 (Harms & Wocadlo, 1995); data reduction: XCAD4; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: SHELXTL (Sheldrick, 2008); software used to prepare material for publication: SHELXL97.
Figure 1
The molecular structure of (I) with displacement ellipsoids for non-H drawn at 70% probability level.
Figure 2
Packing diagram of the title compound. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (9) C18-C19 1.466 (10) C2-C3 1.373 (9) C19-C20 1.317 (10) C2-C7 1.374 (10) C19-H19A 0.9300 C3-C4 1.365 (10) C20-C21 1.468 (10) C3-H3A 0.9300 C20-H20A 0.9300 C4-C5 1.381 (10) C21-C22 1.380 (9) C4-H4A 0.9300 C21-C26 1.408 (9) C5-C6 1.389 (10) C22-C23 1.406 (10) C6-C7 1.385 (9) C22-H22A 0.9300 C6-H6A 0.9300 C23-C24 1.398 (10) C7-H7A 0.9300 C23-H23A 0.9300 C8-C9 1.370 (9) C24-C25 1.375 (11) C8-C13 1.380 (9) C24-C27 1.513 (11) C9-C10 1.364 (10) C25-C26 1.374 (10) C9-H9A 0.9300 C25-H25A 0.9300 C10-C11 1.380 (10) C26-H26A 0.9300 C10-H10A 0.9300 C27-H27A 0.9600 C11-C12 1.356 (10) C27-H27B 0.9600 C12-C13 1.354 (10) C27-H27C 0.9600 C12-H12A 0.9300
